


Journal of Molecular Structure (Theochem), 235 (1991) 503 
Elsevier Science Publishers B.V., Amsterdam 


AUTHOR INDEX 


Aoki, Y., 95 


Balaji,T., 189 
Banerjee, M., 495 
Barthelat, J.C., 399 
Barycki,J., 417 
Basch, H., 277 
Bercovici,S., 343 
Bock, C.W., 193 
Bodor, N., 343 
Brunvoll, J., 147 
Buddhudu, S., 189 
Burt,C., 481 


Caid,M.B., 399 
Chandra, A.K., 495 
Chen,C., 459,471 
Cheng, V.K.W., 1 
Christiansen, P.L., 423 
Clementi, E., 355 
Corongiu,G., 355 
Counts, R.W., 263 
Cramer,C.J., 243 
Cyvin, B.N., 147 
Cyvin,S.J., 147 


da Costa, Jr.,N.B., 185 
De Almeida, W.B., 51 
Den, H.-S., 471 

Dolg, M., 67 
Dughan,L., 481 


Eckert, M., 157 


Ford, T.A., 123 
Frey, R.F., 1 
Fukushima, K., 11 


Gajewski, J.J., 263 
George, P., 193 
Glusker, J.P., 193 
Gutman,I., 81 


Hadzi,D., 57 
Hansen, P., 293 
Hirota,S., 211 
HodoSéek, M., 57 
Hu, R.-H., 201 
Huang, M.-J., 343 


Imamura, A., 95 
Ishii, M., 39 
Ishikawa,S., 211 


Kavana, K., 447 
Kikuchi, O., 39 
Krauss, M., 277 
Kryachko, E.S., 157 
Kvasnitka, V., 227 
Kwiatkowski, T., 391 


Latajka,Z., 409,417 
Liang, W., 201 
Limtrakul, J.P., 89 


Liu, S.-B., 115 
Lu, L.-H., 471 
Lu, L.-W., 459 


Maclagan, R.G.A.R., 21 
Markovi¢é,S., 81 
Mavri,J., 57 

Minkin, V.I., 107 
Morihashi, K., 39 
Mosquera,R.A., 25 


Newton, 8.Q., 1 
Nielsen, O.F., 423 


Olszewski,S., 391 
Osman,R., 321 
Ostergard,N., 423 
Otto, A.H., 489 


Papadopoulos, M.G., 137 
Pereiras, A.J., 25 
Pichko, V.A., 107 


503 


Pop, E., 343 
Pospichal, J., 227 
Preuss, H., 67 
Probst, M.M., 89 


Rai, D.K., 15 

Rai,R., 15 

Ramek, M., 1 

Ramos, M.N., 185 
Ratajezak,H., 409,417 
Richards, W.G., 481 
Rios, M.A., 25 
Rubenstein, L.A., 321 


Saebo,S., 447 
Sagarik,K., 355 
Schafer, L., 1 


Scheiner,S., 409, 417 
Shatzmiller,S., 343 
Simas,A.M., 185 
Simkin, B.Ya., 107 
Singh, K., 15 
Slanina,Z., 51 
Sordo, J.A., 311 
Sordo, T.L., 311 
Stevens, W.J., 277 
Stoll, H., 67 


Tachibana, A., 211 
Tangour,B., 399 
Tupper, K.J., 263 


Waite, J., 137 


Yamabe,T., 211 

Yan, J.-M., 201 
Yang, Y.-W., 459, 471 
Yeo,G.A., 123 

Yu, Y.-X., 115 


Zeegers-Huyskens, Th., 409 
Zheng, M., 293 
Zundel,G., 157 








Journal of Molecular Structure (Theochem), 235 (1991) 505-507 


Elsevier Science Publishers B.V., Amsterdam 


SUBJECT INDEX 


Alkali cations 
The effect of alkali and alkaline-earth cat- 
ions on the hydrogen-bonded dimer on N- 
aromatic heterocycles, 89 
Alkaline-earth cations 
The effect of alkali and alkaline-earth cat- 
ions on the hydrogen-bonded dimer of N- 
aromatic heterocycles, 89 
Aluminum 
Calculation of the electronic structures and 
spectra of several organic and inorganic 
radicals containing aluminum, 243 
Aminomethylphosphonic acid 
AM1 and ab initio studies of aminome- 
thylphosphonic acid, 417 
Aperiodic polymers 
Self-consistent-field perturbational ap- 
proach to aperiodic polymers, 95 


Basis set quality 

Basis set quality: a comparative analysis, 
311 

Benzenoid hydrocarbons 
Dependence of spectral moments of ben- 
zenoid hydrocarbons on molecular struc- 
ture, 81 

1,3-Butadiene 
Asymmetrical reaction path of photocycli- 
zation 1,3-butadiene into cyclobutene, 
107 

CF 
A theoretical study of the ionisation po- 
tential and appearance potential of CF} , 
21 

Chemiluminescence 
Information on the chemiluminescence 
mechanism of the firefly from MNDO mo- 
lecular orbital calculations, 11 

CO.-HCN complex 
CO,-HCN complex system: temperature- 
dependent coexistence of linear and T- 
shaped structures, 51 

Colour-emitting phosphors 
Bonding characteristics of certain colour- 
emitting phosphor materials, 189 

Coronoid hydrocarbons 
On the enumeration and classification of 


benzenoid and coronoid hydrocarbons, 
147 

Crystal ions 
Radii of quantum-statistical crystal ions 
and their application to structural prob- 
lems, 391 

Cyclobutene 
Asymmetrical reaction path of photocycli- 
zation 1,3-butadiene into cyclobutene, 
107 


Difluorobenzene 
Ab initio PD/LSF and (exp-6-1)-model 
for substituent interaction: o-, m-, and p- 
difluorobenzene, 201 
5,6-Dihydro-1,4,2-dioxazines 
Ionic and radical intermediates of 3-sub- 
stituted 5,6-dihydro-1,4,2-dioxazines: a 
theoretical (AM1) study, 343 
Double-Morse hydrogen bonds 
Study of tunnelling in symmetrical dou- 
ble-Morse hydrogen bonds via the instan- 
ton-soliton approach: large polarizability 
and isotopic effect, 157 


Electron affinities 
Empirical method for the estimation of 
electron affinities, 263 

Epifluorohydrin 
Molecular structure and conformation of 
fluoromethyl-substituted cyclopropane and 
oxirane. MP4 (SDQ)/6-311G results, 
447 


Finite perturbation theory 
Ab initio calculations of g values of free 
radicals by finite perturbation theory, 39 

Fluoromethylcyclopropane 
Molecular structure and conformation of 
fluoromethyl-substituted cyclopropane and 
oxirane. MP4 (SDQ)/6-311G results, 
447 

Formaldoxime 
Ab initio self-consistent field-molecular 
orbital study of formaldoxime and its pro- 
tonated forms, 489 








506 


Formamide 
Ab initio investigation of vibrations in free 
and hydrogen bonded formamide, 423 
Furan 
Infrared intensity parameters for furan and 
thiophene, 185 


g Values 
Ab initio calculations of g values of free 
radicals by finite perturbation theory, 39 
Glycine 
The case of glycine continued: some con- 
tradictory SCF results, 1 


H,O 
The effect of basis set variation and cor- 
relation on the second hyperpolarizability 
of HO, 137 
Halogen compounds 
Molecular orbital calculation of first ioni- 
zation potentials for halogen compounds, 
459 
HCl 
Ab initio studies of hydrogen-bonded 
complexes between uraciland HCl, 409 
Homodesmotic reaction energies 
Homodesmotic reaction energies show lit- 
tle or no aromatic stabilization in 1,6- 
methano[10]Jannulene, 193 
Hund’s rule 
A novel interpretation of Hund’s rule for 
two-electron molecular systems, 115 
Hydrogen diformate 
Ab initio calculations on structure and hy- 
drogen bonding in hydrogen diformate us- 
ing various basis sets, 57 
Hydroxytryptamine 
The interaction between 5-hydroxytrypt- 
amine and tryptophan: a serotonin recep- 
tor model, 321 


Imidazole 
The effect of alkali and alkaline-earth cat- 
ions on the hydrogen-bonded dimer of N- 
aromatic heterocycles, 89 
Inorganic radicals 
Calculation of the electronic structures and 
spectra of several organic and inorganic 
radicals containing aluminum, 243 
Instanton-soliton approach 
Study of tunnelling in symmetrical dou- 
ble-Morse hydrogen bonds via the instan- 






ton-soliton approach: large polarizability 
and isotopic effect, 157 


1,6-Methano [10 ]annulene 
Homodesmotic reaction energies show lit- 
tle or no aromatic stabilization in 1,6- 
methano[10]Jannulene, 193 

MNDO parameters 
Are MNDO parameters suitable for ex- 
cited states?, 495 

Monosubstituted benzenes 
Application of neural networks in chem- 
istry. Prediction of product distribution of 
nitration in a series of monosubstituted 
benzenes, 227 


Neural networks 
Application of neural networks in chem- 
istry. Prediction of product distribution of 
nitration in a series of monosubstituted 
benzenes, 227 

Nucleic acid bases 
Improved ab initio pair potentials for the 
interaction between nucleic acid bases and 
water, 355 


Organic polymers 
Superconducting vibronic interaction in 
model organic polymers which contain 
hetero atoms and triple bonds, 211 
Organic radicals 
Calculation of the electronic structures and 
spectra of several organic and inorganic 
radicals containing aluminum, 243 


P-O bonds 
Comparison of the electronic structure of 
the P-O and P-Sbonds, 277 

P-S bonds 
Comparison of the electronic structure of 
the P-O and P-Sbonds, 277 

Peeling algorithm 
A revised peeling algorithm for determin- 
ing if a hexagonal system is Kekuléan, 
293 

Peptide bond isosteres 
The study of peptide bond isosteres using 
molecular similarity, 481 

Peroxides 
Ab initio conformational studies of per- 
oxides 2. A 6-31G* study of various cyclic 
peroxides, 25 








PF.H 
Ab initio study of some spectroscopic 
propertiesof PF,H, 399 


Rare earth dihalides 
Pseudopotential study on rare earth dihal- 
ides and trihalides, 67 

Rare earth trihalides 
Pseudopotential study on rare earth dihal- 
ides and trihalides, 67 


s-p separation INDO-MO 
V, energy barrier calculation by using s-p 
separation type INDO-MO, 471 

Serotonin receptor 
The interaction between 5-hydroxytrypt- 
amine and tryptophan: a serotonin recep- 
tor model, 321 

Spectral moments 
Dependence of spectral moments of ben- 
zenoid hydrocarbons on molecular struc- 
ture, 81 

Superconductivity 
Superconducting vibronic interaction in 
model organic polymers which contain 
hetero atoms and triple bonds, 211 


Thiophene 


507 


Infrared intensity parameters for furan and 
thiophene, 185 

2-Thiouracil 
MINDO/3 and MNDO evaluation of bond 
orders and valence indices in uracil and 2- 
thiouracil, 15 

Tryptophan 
The interaction between 5-hydroxytrypt- 
amine and tryptophan: a serotonin recep- 
tor model, 321 


Uracil 
Ab initio studies of hydrogen-bonded 
complexes between uracil and HCl, 409 
MINDO/3 and MNDO evaluation of bond 
orders and valence indices in uracil and 2- 
thiouracil, 15 


Water 
Improved ab initio pair potentials for the 
interaction between nucleic acid bases and 


water, 355 

Water-hydroxylamine complex 
Ab initio molecular orbital calculations of 
the infrared spectra of hydrogen-bonded 
complexes of water, ammonia and hydrox- 
ylamine 7. The water-hydroxylamine 


complex, 123 





